The benzothiazole derivatives are of biological and industrial interest. For example, the benzothiazole derivatives were synthesized in order to explore the structural requirements of serotonin 5-HT2B receptor antagonists. 1 Some benzothiazols possess the activity as inhibitors of the enzyme cyclooxygenase. 2 The general methodology for the synthesis of benzothiazole derivatives is the reaction of 2-aminothiophenol with carboxylic acids or its derivatives by employing vigorous reaction conditions, or by using of microwave irradiation. 3 The condensation of aldehydes with 2-aminothiophenol in an acid or basic medium affords the corresponding benzothiazoline, which after an FeCl3 or scandium triflate assisted dehydrogenation treatment 4 gives the 2-substituted benzothiazol.
In the present paper we report on a the structural modification of the (1E,6E)-1,7-bis(4-hydroxy-3-methoxyphenyl)-1,6-heptadiene-3,5-dione (curcumin) derivative reacted with 2-aminothiophenol to obtain the 2-[2-(4-acetoxy-3-methoxypheny l)ethyl]benzothiazole 1. This reaction occurs with the loss of a part of the curcumin molecule. The synthesis and the spectroscopic data have been reported elsewhere. 5 Colorless crystals were grown by slow evaporation from an acetonehexane solution. absorption correction was applied. The structure was solved by direct methods and refined by full-matrix least-squares with anisotropic temperature factors for the non-hydrogen atoms. The occupancy factors for C11, C12, S1 and C11B, C12B, S1B are 0.726 and 0.274, respectively. The positions of all H atoms were calculated geometrically, and a riding model was used in the refinement, with C-H distances in the range of 0.93 -0.98 Å and Uiso(H) = 1.2Ueq(C). The software used to prepare the material for publication was PARST97. 6 The chemical and molecular structures for 1 are shown in Figs. 1 and 2 , respectively. Table 1 summarizes the crystal and experimental data. Atomic positional parameters for non-hydrogen atoms are given in Table 2 . The bond angles for non-H atoms are listed in Table 3 .
The title compound has two independent rings, a phenyl ring and a benzothiazole ring bridge via an ethyl moiety. S1 and C12 atoms of the benzothiazole ring are disordered. C10-C11 is abnormally short due to the fact that these two atoms are disordered. The bond lengths of both phenyl rings (C1-C6 and C13-C18) are normal. The bond angles for the C1-C6 and C13-C18 rings were found to be between 116.7(3), 122.3(3)˚ and 117.6(4), 123.9(4)˚, respectively. The C-N-C angle in the benzothiazole ring is 107.3(8)˚, which agrees with the corresponding value found in N,N-(2-benzothiazole)(2-pyridylmethyl)amine. 7 The molecular conformation is characterized by a dihedral angle of only 27.1(1), 26.1(1)˚ between the mean planes of the phenyl ring and C12-C18, N1, S1 and the C12B-C18, N1, S1B rings, respectively.
The molecule is stabilized by three C-H·O intermolecular contacts of <3.40 Å [C9·O3 (-x+2, +y+1/2, -z+1/2); C5·O3 (x-1, +y, +z); C14·O2 (-x+3/2, -y+2, -z-1/2)]. Apart from the C-H·O intermolecular interactions, the molecules in the crystal are packed at normal van der Waals distances. The occupancy factors for C11, C12, S1 and C11B, C12B, S1B are 0.726 and 0.274, respectively. Ueq = (1/3)SiSjUij(ai*aj*)(ai·aj). Table 3 Selected bond distances (Å)
